CSD scatterplot showing the distribution of TCNQ fragments (wireframe) with respect to the central group (ball and stick).
for LDA and almost no minimum for PW91. The unit cell constant c is twice the interlayer separation and its experimental value is 6.71 Å. The calculations were performed using the Vienna ab initio simulation package (VASP) S11 with Vanderbilttype S12 ultrasoft pseudopotentials S13 using a 42x42x14 k-point mesh. The kinetic energy cutoff on the wave function expansion was 358.2 eV. The interlayer separation (or vector c) is fixed in each calculation and only the in-plane vectors a and b are allowed to relax. Table S4 included which are highlighted by the red circle.
